LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.042 353 358 384 rBV 711680 1355145 42.76% 6.125%
2 5.001 512 521 534 rBV 904210 1711504 54.01% 7.736%
3 5.660 630 633 652 rBV 265613 638291 20.14% 2.885%
4 6.207 722 726 739 rBV 291123 396572 12.51% 1.792%
5 7.266 902 906 919 rBV2 129103 337070 10.64% 1.523%
6 7.366 919 923 940 rVB 949332 1456408 45.96% 6.583%
7 7.707 976 981 989 rBV 376794 478983 15.12% 2.165%
8 7.942 1016 1021 1036 rVB 1723327 2022573 63.83% 9.142%
9 8.607 1129 1134 1158 rBV 1140858 1590662 50.20% 7.189%
10 9.730 1321 1325 1342 rBV 387937 581909 18.36% 2.630%

11 11.501 1621 1626 1648 rBV 2456002 3118450 98.41% 14.095%
12 12.201 1741 1745 1755 rBV 95655 140717 4.44% 0.636%
13 12.560 1801 1806 1819 rBV2 493443 734788 23.19% 3.321%
14 13.395 1943 1948 1953 rBV2 36887 45330 1.43% 0.205%
15 13.548 1970 1974 1977 rBV 86754 123334 3.89% 0.557%

16 13.607 1981 1984 1992 rVB2 66111 110173 3.48% 0.498%
17 13.854 2021 2026 2040 rBV 755810 1200621 37.89%% 5.427%

18 14.171 2075 2080 2090 rBV 39366 64600 2.04% 0.292%
19 14.901 2201 2204 2209 rVB2 34493 37119 1.17% 0.168%
20 14.959 2209 2214 2227 rVB2 517532 748184 23.61% 3.382%
21 15.324 2272 2276 2281 rVB 38053 42898 1.35% 0.194%
22 15.389 2282 2287 2293 rVV 31878 39828 1.26% 0.180%
23 15.459 2293 2299 2311 rVB2 17030 36757 1.16% 0.166%
24 15.624 2323 2327 2334 rBV 58960 72938 2.30% 0.330%

25 15.924 2375 2378 2385 rBV2 153254 195784 6.18% 0.885%

26 17.012 2557 2563 2576 rBV 97673 158825 5.01% 0.718%
27 17.289 2604 2610 2620 rBV 2580910 3168854 100.00% 14.323%
28 18.541 2819 2823 2833 rBV6 17608 43343 1.37% 0.196%
29 18.630 2833 2838 2853 rVB 573903 767174 24.21% 3.467%
30 20.294 3117 3121 3134 rBV2 343812 534800 16.88% 2.417%

31 20.818 3206 3210 3217 rBv4 35502 60674 1.91% 0.274%
32 20.977 3233 3237 3242 rVB7 24807 36192 1.14% 0.164%
33 21.724 3357 3364 3373 rBV7 23556 74370 2.35% 0.336%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22124870
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095060.D
2500000

2000000
7.94

1500000

8.61

1000000 5.00 7.37
4.04
500000 771

5.66 6.21
7.

T T T T 1 T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF095060.D
2500000 11.50

I
8.50 9.00

2000000

1500000

1000000
13.85

14.96
500000{ 973 12.56

.92

15
. 12.20 133861 || 1417 1480 155924662
Time-> 950  10.00 1050 11.00 11.50 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00  16.50
Abundance TIC: BF095060.D

2500000 17129

2000000
1500000
1000000

18.63
500000 20.29

17.01 1. 20.80.98 21.72

e e e A B I A B = e e e R R

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.04 56.58 ng 1355150 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 358 (4.042 min): BF095060.D (-353) (-) m/z 83.00 100.00%
55.1 83.0 q
5000 43.0 8.1
| | 67.0 3.80 4.00 4.20 4.40
ob—r e e e S e e e m/z 55.10 90.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000
o 30 98.0 3.80 4.00 4.20 4.40
' m/z 98.10 37 .15%
0 \‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 3.80 4.00 4.20 4.40
5000 43.0 m/z 43.00 35.73%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- PR T T
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 25.77%
41.0
5000 270 98.0
15.0 ‘ 69.0
0...,.J.w..:J,”.;il.”ihhl.“..Ui.”.,ul..“..u,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.00 71.46 ng 1711500 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 521 (5.001 min): BF095060.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 A
460 4.80 5.00 5.20 5.40
ob el 800 8L | 59,10 61.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
50.0 460 480 500 520 5.40
m/z 101.10 22 .80%
31.0 83.0 101.0
O T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 4.80 500 520 540
5000 m/z 58.10 15.06%
20.0 101.0
0 15.0 730 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000
101.0
15.0 58.0
Lm0 gl %Y ee0 s \
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.21 16.56 ng 396572 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
3 Pentanoic acid. 4-oxo- 116 C5H803 000123-76-2 12
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 727 (6.213 min): BF095060.D (-722) (-) m/z 73.10 100.00%
43.0 73.1
5000
oy 1001 151 5E0 600 620 640 GE0
o} Y 1§ oMM M. SN NS NS m/z 43.05 90.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13501: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 A LS N AR R
580 6.00 6.0 6.40 6.60
115.0 m/z 115.10 13.31%
0 29 0 mn 55\\0 | 85.0 10‘0.0
iz o % % b % 6 7 % % 160 110 130
Abundance
43.0
580 6.00 620 6.40 6.60
5000 m/z 41.10 10.06%
58.0
150 27.0 720 gso 1000
O T e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8030: Pentanoic acid, 4-oxo-
43.0 5.80 6.00 6.20 6.40 6.60
m/z 100.10 6.45%
5000
56.0
27.0
o ‘ L J 730 g50 1010 116.0
m/z--> 10 20 3'0 40 50 60 70 8 90 100 110 120 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown7.37 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.37 60.81 ng 1456410 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 924 (7.372 min): BF095060.D (-919) (-) m/z 132.00 100.00%
13%2.0
5000 8.1 A\_
010 || %0 J o 750 740 1h 7k
o el e "m/z 68.10 35.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U S IR L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.53%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0

7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 20.97%

41.0 97.0
117.0
54,0 81.0
S I A L L L L B B L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132.0

57.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 13.64%

74.0
116.0
5000 98.0 /\jk
0 1| P 1 ‘M o \H“ “‘ Iy 158.0 189.0

I T
m/z--> 40 60 80 100 120 140 160 180 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzenemethanol, .alpha.-2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.36 ng 123334 Acenaphthene-d10 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-2-prope... 148 C10H120 000936-58-3 72
2 Benzenepropanenitrile. .beta.-hv... 147 C9H9NO 017190-29-3 72
3 Benzeneacetic acid. .alpha.-hvdr... 210 C11H1404 1000221-86-4 64
4 3-Hvdroxv-2-methvl-3-phenvl-prop... 180 C10H1203 1000372-54-5 64
5 Ethyl mandelate 180 C10H1203 000774-40-3 64
Abundance Scan 1974 (13.548 min): BF095060.D (-1970) (-) m/z 107.10 100.00%
107.1
5000
179.0 AR SR BN UM B
480 0 147.1 1320 13140 13.60 13.80
0 : PR A m/z 79.10 53.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22725: Benzenemethanol, .alpha.-2-propenyl-
107.0
79.0
5000 UM BRSNS ﬁ$--|-

13.20 13.40 13.60 13.80
m/z 105.00  47.24%

0 27\0 \\\\51‘0 ‘ Ll 128.0 148.0
B I L e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
R L e AR B
79.0 13.20 13.40 13.60 13.80
5000 m/z 77.10 30.78%
51.0
27.0 147.0
: 130.0
L RSV PSRRI | RN M5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69063: Benzeneacetic acid, .alpha.-hydroxy-, 2-methoxyeth...
107.0 13.20 13.40 13.60 13.80
m/z 179.00 17.72%
79.0
5000
45.0 134.0
0 [ 600 || I | 166.0 210.0
T B N B A o e B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl3.61 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.00 ng 110173 Acenaphthene-d10 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindan-2-ol 148 C10H120 033223-84-6 38
2 3-Pvridinecarbonitrile. 1.4-dihv... 106 C6H6N2 023974-91-6 35
3 Benzovl isocvanate 147 C8H5NO2 004461-33-0 17
4 Benzoic acid. 3.5-dibromo-4-meth... 439 C17H15Br2NO3 1000258-73-5 10
5 Benzoic acid, 4-hydroxy-3-nitro-... 330 C16H14N206 346661-98-1 10
Abundance Scan 1985 (13.612 min): BF095060.D (-1981) (-) m/z 105.05 100.00%
105.1
5000 1471 J\N
410 760 1770 T T LELILILEN LB llllll
58.1 91.0 125.0 13.20 13.40 13.60 13.80 14.00
0 m/z 106.00 60.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22618: 2-Methylindan-2-ol
43.0 105.0
5000 1480 TTTT TTT T ||||||
anmnmmmmm
m/z 147.10 37.72%
77.0 91.0 133.0
Oll||||||||||‘|||||||‘H|||‘||I‘l||‘|||||‘||||‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
13120 13.40 13.60 13.80 14.00
5000 m/z 177.00 19.39%
280 510 780
e R L L L L UL N WAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22469: Benzoy! isocyanate T e
71.0 105.0 13.20 13.40 13.60 13.80 14.00
m/z 115.00 19.02%
51.0
5000 147.0
T2 T SRR B Y-S AN (| I S|
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.01 4.14 ng 158825 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 52
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 11
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 11
Abundance Scan 2563 (17.012 min): BF095060.D (-2557) (-) m/z 73.00 100.00%
43.0 73.0
16.60 16.80 17.00 17.20 17.40
0! m/z 43.00 92.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 LI e e e
16.60 16.80 17.00 17.20 17.40
241.0 284.0 m/z 59.95 73.62%
207.0 ’ :
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 16,60 16,80 17.00 17.20 17.40
m/ 57.05 71.63Y%
5000 129.0 z 1
185.0 228.0
97.0

157.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73.0 16.60 16.80 17.00 17.20 17.40
m/z 55.00 67 .86%
129.0
5000
43.0
)00 172.0
o NN T Y e Pt/ el o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown20.82 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.82 2.27 ng 60674 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diamino-7-t-butvl-5.6.7.8-te... 276 C14H20N4S 049620-43-1 46
1-T1-(Hvdroxv-phenvl-methvl)-6.7... 383 C23H29N04 114609-12-0 38
3 Bicvclol2.2.1Thept-2-ene. 2-iodo- 220 C7H9l 058426-15-6 22
4 Phenanthrol3.2-bl1furan-7.11-dion... 276 C18H1203 020958-17-2 22
5 2,3-Dihydroquinoxalin-2,3-dione, ... 276 C14H16N204 1000127-85-5 18
Abundance Scan 3210 (20.818 min): BF095060.D (-3206) (-) m/z 276.10 100.00%
192.1 276.1
41.1
103.0 2481 332.2
69.0 | | | l ‘ 304.0 36?'1 20.60 20.80 21.00 21.20
ol b L)L B S I S E— m/z 192.05 97.72%
miz--> 50 100 150 200 250 300 350
Abundance #124130: 2,4-Diamino-7-t-butyl-5,6,7,8-tetrahydrobenzo[b][...
276.0
192.0 "
5000
20.60 20.80 21.00 21.20
43.0 m/z 41.10 61.32%
0 H 77 O 121.01??.0 1 H‘ \22\\ .O |
miz--> 50 100 150 200 250 300 350
Abundance
57.0 276.0
" 20,60 20.80 21.00 21.20
5000 192.0 m/z 57.00 59.75%
o 29.0 85.0 1180148.0 220.0248.0 3260  382.0
miz--> 50 100 150 200 250 300 350
Abundance #77783: Bicyclo[2.2.1]hept-2-ene, 2-iodo- S Ra e EEREE RS
65.0 199.0 20.60 20.80 21.00 21.20
: m/z 175.00 57 .79%
5000
220.0
o270, %Olﬂo |
miz--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095060.D

Aca On : 10 May 2017 17:26

Operator : SJ/MA

Sample : 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown21.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.72 2.78 ng 74370 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(11) 220 C15H240 1000159-36-7 47
2 2-Methvl-4-(2.6.6-trimethvilcvclo... 208 C14H240 062924-17-8 35
3 Formic acid. 3.7.11-trimethvl-1.... 250 C16H2602 1000132-11-0 22
4 Phenol. 2-(3.7-dimethvlocta-2.6-... 230 C16H220 010232-02-7 14
5 10,12-Tricosadiynoic acid, methy... 360 C24H4002 1000333-59-4 14
Abundance Scan 3363 (21.718 min): BF095060.D (-3357) (-) m/z 55.00 100.00%
53.0 831

144.9

05.1

5000 2132  256.2
173.2 281.1 B
| | “ 21.40 21.60 21.80 22.00
O e L m/z 83.10 92 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77521: Ledene oxide-(ll)
43.0
5000
21.40 21.60 21.80 22.00
m/z 95.10 67.02%
202.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 105.0
81.0 21.40 21.60 21.80 22.00
0
5000 ha3.0 1750 m/z 43.00 60.99%
208.0
0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102494: Formic acid, 3,7,11-trimethyl-1,6,10-dodecatrien-... A REEEEEaSS
43.0 69.0 21.40 21.60 21.80 22.00

m/z 93.10 60.00%

5000

121.0

o,....,‘:‘..“:“‘,.‘ 221.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051017\
Data File : BF095060.D

Acq On : 10 May 2017 17:26

Operator : SJ/MA

Sample - 13061-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.04 56.6 ng 1355150 1 7.71 478983 20.0
2-Pentanone, 4-hy... 5.00 71.5 ng 1711500 1 7.71 478983 20.0
2-Pentanone, 4-me... 6.21 16.6 ng 396572 1 7.71 478983 20.0
unknown7 .37 7.37 60.8 ng 1456410 1 7.71 478983 20.0
Benzenemethanol, ... 13.55 3.4 ng 123334 3 12.56 734788 20.0
unknownl13.61 13.61 3.0 ng 110173 3 12.56 734788 20.0
Octadecanoic acid 17.01 4.1 ng 158825 5 18.63 767174 20.0
unknown20.82 20.82 2.3 ng 60674 6 20.30 534800 20.0
unknown21.72 21.72 2.8 ng 74370 6 20.30 534800 20.0
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